Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.044; wR factor = 0.106; data-to-parameter ratio = 10.7.
The molecule of the title compound, C 12 H 8 ClF 3 N 4 O, is twisted as indicated by the C-O-C-C torsion angle of 76.9 (3) . Moreover, the trifluoromethyl group shows rotational disorder of the F atoms, with site-occupancy factors of 0.653 (6) and 0.347 (6) . The dihedral angle between the rings is 1.88 (12) Å .
Related literature
For the applications of pyrazole derivatives, see: Hirai et al. (2002) ; Krishnaiah et al. (2002) ; Ohno et al. (2004) ; Li et al. (2008) ; Shiga et al. (2003) ; Vicentini et al. (2007) .
Experimental Crystal data C 12 H 8 Data collection: RAPID-AUTO (Rigaku, 2001) ; cell refinement: RAPID-AUTO; data reduction: RAPID-AUTO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: XP (Siemens, 1998) ; software used to prepare material for publication: SHELXL97.
4-(4-Chloro
There is much agrochemical interest in pyrazole derivatives because of their excellent bioactivity (Krishnaiah et al., 2002; Ohno et al., 2004; Li et al., 2008 Shiga et al., 2003 Vicentini et al., 2007) . Numerous herbicides such as pyrazolate, pyrazoxyfen, benzofenap, pyraflufen-ethyl, fluazolate and pyrazosulfuron-ethyl with pyrazole moieties were commercialized (Hirai et al., 2002) . Recently, a novel pyrazole derivative (I) with a trifluoromethyl group was synthesized. The trifluoromethyl group shows rotational disorder of the F atoms, with site occupancy factors of 0.653 (6) and 0.347 (6). This molecule is twisted, prop-2-ynyloxy is out of the pyrimidine ring plane, as indicated by the C(8)-O(1)-C(10)-C(11) torsion angle of 76.9 (3)°. The crystal structure of the title compound is shown in Fig. 1 .
Experimental
The title compound (0.15 g) was dissolved in the mixed solvent of ethanol and acetone (25 mL) at room temperature.
Colorless single crystals of compound (I) were obtained through slow evaporation after two weeks.
Refinement
The trifluoromethyl group shows rotational disorder of the F atoms, with site occupancy factors of 0.653 (6) and 0.347 (6).All the hydrogen atoms were placed at their geometrical position with C-H = 0.93-0.98Å and U iso (H) = 1.2-1.5U eq (C). Fig. 1 . The structure of the title compound with labeling scheme; displacement ellipsoids are shown at the 30% probability level and atoms F1', F2' and F3' representing the smaller fraction of the disordered trifluoromethyl group have been excluded. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
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